The title compound, C 10 H 13 NO 2 ÁH 2 O, crystallizes in a zwitterionic form as a monohydrate, involving the propylbenzene group with a trans conformation. It is a non-natural amino acid, and has attracted attention as an inhibitor of phenylalanine hydroxylase. In the crystal, molecules are linked by N-HÁ Á ÁO hydrogen bonds, forming C(5) chains along the c-axis direction. Two chains are linked by another N-HÁ Á ÁO hydrogen bond, forming an R 3 3 (11) ring motif. Further O-HÁ Á ÁO hydrogen bonds link these motifs via the water molecules, to form a three-dimensional framework.
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Structure description
Solid-phase synthesis is now the accepted method to synthesize peptides, in which protected natural or non-natural amino acids are widely used; for example, 2-methylphenylalanine (MePhe), a non-natural amino acid. At first, it attracted attention as a substrate analogue and an inhibitor of phenylalanine hydroxylase (EC 1.14.16.1: phenylalanine 4-monooxygenase), related to phenylketonuria (PKU), a genetic disorder (Greengard et al., 1976; Binek et al., 1981) . Despite the biological and pharmaceutical interest, only a few crystal structures for 2-methyl-substituted phenylalanine derivatives have been reported, for example (R)--MePheOMeÁHClÁH 2 O (QABCAX; Crisma et al., 1997) , (RS)--MeTyr (DMTYRS; Gaudestad et al., 1976) or (S)--MeDOPAÁ1.5H 2 O (COSGUM; Neuman et al., 1984) .
In the title compound (Fig. 1 , CAS No. 23239-35-2 for the non-hydrated molecule), the molecule has a conformation like a cross, in which the propylbenzene group has a trans conformation [torsion angle C10-C2-C3-C4: = 167.9 (2) ]. A similar conformation is found in other 2-methyl-substituted amino acids, for example, isoVal monohydrate, CISNUP [ = 177.0 (3)
; Butcher et al., 2013] and DMTYRS [ = À176.58 (1) ], while the cis conformation is observed in other cases, as in QABCAX. This slightly distorted data reports conformation is also comparable to that found in the crystal structures of phenylalanine derivatives, for example in l-Phe monohydrate (GOFWOP; Williams et al., 2013) .
In the crystal, molecules are linked by N-HÁ Á ÁO hydrogen bonds, forming C(5) chains along the c-axis direction (Table 1 , entry 1). Two chains are linked by another N-HÁ Á ÁO hydrogen bond, forming R 3 3 (11) rings, approximately parallel to the bc plane (Fig. 2) . Further O-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonds link the layers of R rings via the water molecules, forming a three-dimensional framework (Table 1 and Fig. 3) .
The methyl groups are surrounded by the hydrophilic planes and are arranged in a columnar structure (Fig. 3 ), similar to that of 2-MeAsp (NUPVUR; Fujii, 2015) . The hydrophilic layers present a honeycomb arrangement, and are well separated from the hydrophobic layers along the b-axis direction (Fig. 3 ).
Synthesis and crystallization
The title compound was purchased from Nagase-Sangyo Co. Ltd. The absolute configuration could not be established by anomalous-dispersion effects. The S enantiomer has been chosen by referring to the sign of the known polarity in the synthetic procedure (Yamada et al., 1969) . Rod-like colourless crystals of the title compound were obtained by vapour-phase diffusion of an aqueous ethanol-chloroform solvent mixture at room temperature. Table 1 ). Table 1 ). Table 1 Hydrogen-bond geometry (Å , ). 
Figure 1
A view of the molecular structure of the title compound, with displacement ellipsoids drawn at the 50% probability level. The dashed line indicates the intermolecular O-HÁ Á ÁO hydrogen bond (see Table 1 , entry 3).
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 . Extinction correction: SHELXL2014 (Sheldrick, 2015) , Fc 
